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Table S1 IsoCleft (Najmanovich et al., 2008) output for (A) SPO0140 (PDB id: 2RE3) and (B)

Sbal_2486 (2RA9). Nc: number of atoms in commonl; TSS: Tanimoto similarity score2; Z-score3,

P-value”,

PDB id Ne TSS Z-score P-value
(A)

IPWH 37 0.237 3.25 2.73E-02
IDQA 36 0.211 3.08 3.39E-02
1DM3 36 0.232 3.08 3.39E-02
1GPE 36 0.182 3.08 3.39E-02
1voJ 36 0.178 3.08 3.39E-02
IHWY 36 0.220 3.08 3.39E-02
2VES 35 0.183 2.90 4.20E-02
1Q6P 35 0.213 2.90 4.20E-02
(B)

1EEX 35 0.161 3.46 5.85E-01
1K7Y 34 0.160 3.27 5.98E-01
1U8X 33 0.198 3.08 3.39E-02
1GGE 33 0.192 3.08 3.39E-02
ITZF 33 0.262 3.08 3.39E-02
1ZPD 33 0.246 3.08 3.39E-02

! The number of atoms in common represents the largest subset of atoms from one cleft which are
in equivalent relative geometric positions to atoms in the second cleft. Any given atom is
additionally of the same atom type (hydrogen bond donor, acceptor, hydrophobic, etc) as its
equivalent in the second cleft. In other words, the two clefts can be superimposed based on the

detected chemical and geometric similarities.
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? The Tanimoto Similarity Score is a normalized measure of similarity calculated as Nc/(Na+Np-
Nc), where Na represents the number of atoms defining the query binding site (2RE2 or 2RA9) and
Nb represent that of the target binding sites present in the IsoCleft Finder Database.

3 The Z-score is calculated in the standard way as (Nc-<Nc>)/Std(Nc), where <Nc> is the average
number of atoms in common for the comparison of the given query cleft against the whole IsoCleft
Finder Database and Std(Nc) represents the standard deviation.

4 P-values are calculated by fitting the distribution of Z-scores to an extreme value distribution as
described in (Laskowski et al., 2005).
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